Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.068; wR factor = 0.193; data-to-parameter ratio = 14.4.
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.974, T max = 0.983 9818 measured reflections 9340 independent reflections 5434 reflections with I > 2(I) R int = 0.015 3 standard reflections every 200 reflections intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.068 wR(F 2 ) = 0.193 S = 1.00 9340 reflections 649 parameters H-atom parameters constrained Á max = 0.21 e Å À3 Á min = À0.21 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 1; Àz þ 1; (ii) x þ 1; y; z; (iii) x þ 1; y þ 1; z.
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXL97; software used to prepare material for publication: SHELXL97.
Figure 1
The molecular structure of (I) with displacement ellipsoids for non-H drawn at 70% probability level. supplementary materials sup-3 . E68, o636
Figure 2
Packing diagram of the title compound. 
(E)-3-(1,3-Benzodioxol-5-yl)-1-{4-[bis(4-methoxyphenyl)methyl]piperazin-1-yl}prop-2-en-1-one
where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.21 e Å −3 Δρ min = −0.21 e Å −3 Special details Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) C26-O5-C29-O4 −0.9 (4) C55-O10-C58-O9 21.2 (3) C25-O4-C29-O5 1.4 (4) C56-O9-C58-O10 −21.6 (3) 
